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In the pvim report it was stated that we  bad extended the computer 

programs to inclrde 38 and 3p functions a7nnat with Is, 2s and 2p functions for the 

calculation of the electronic wave functions and tats1 energies of diatomic 

molecules. We also sta;ted in that report tbt lrroat of the work done upto dah 

ma appiied to the equilibrium aistencee Or the gromd, ionized a& excited 

stat08 of dlrrtomic molecules. We lave now extended tbie work t0 a number of 

internuchar diefaaces orf th4se molecules to obtain the potential energy c m s .  

Furthennore, w haw, sloo built  up programs where, in additloxi to the ustrrl 

functiOn8. Attempt is now baing made to includs 38, 3p and 3 functions in the 

calcuhtion of the best ICAO BO'S. We hope to describe W s e  rssulte in the 

caning mpart,. Sme wark during the last six zmnths got a epscial impah8 due to 

t5.m allotted to ua on IISM 7094 computer of the &utitu* for 8psce StuiUer, 

475 Rlvcrside Drive, New York, Hew Yark. tpbo excellent fscilltiea erd co- 

opemtlon of the persaMel of the Institute h v e  madt it possible for us to mka 

good progreee in this work, 
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Work carried out during the above period can be given under the following headings: 
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m+4iI : 12 2u2 3% 4cr2 3 2  I? II IP Ii* 
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In the pwi0~8 report it was stated thst we bad extanded tbe computer 

progrsmp to include 3s and 3p funct iaras a- w i t h  Is, 2s and 2p functions for the 

calculation of the electronic wave functions snd total energies of d i a t a n i c  

mo~cu&s. We 8380 stated in tbirt report tbst most of the work dons upto date 

was appUe& to the equilibrium distances of the ground, ionized a d  excited 

S t a t 0 8  of diatomic mo&cules. We &ve nuw extu&d tbie wrk to a n\miber of 

internuclear distance8 of these mlecules to ob-in the potential energy curves. 

functionso Attempt is now being made to Wcluda 3e, 3p and 3d function6 in  th6 

calculation of the beat E40 W 5 .  We hope to describe these results in the 

coming report. !be w o r k  durine; the last six Dlontha got a special impetur due to 

time allotted to us on 

I 
I 

7094 computer of the Institute for Space Studies, I 
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